Edited by E. R. T. Tiekink, University of Malaya, Malaysia
Related literature
Hydrogen-bond geometry (Å , ) . 
Yoshinobu Ishikawa

S1. Structural commentary
Halogen bonding and halogen···halogen interaction have recently attracted much attention in medicinal chemistry, chemical biology, supramolecular chemistry and crystal engineering (Auffinger et al., 2004 , Metrangolo et al., 2005 , Wilcken et al., 2013 , Sirimulla et al., 2013 , Mukherjee & Desiraju, 2014 , Metrangolo & Resnati, 2014 . We have recently reported the crystal structures of a dibrominated 3-formylchromone derivative 6,8-dibromo-4-oxo-4H-chromene-3-carbaldehyde (Ishikawa, 2014a) and a monobrominated 3-formylchromone derivative 6-bromo-4-oxo-4H-chromene-3-carbaldehyde (Ishikawa, 2014b) . Halogen bonding between the formyl oxygen atom and the bromine atom at 8-position and type II halogen···halogen interaction between the bromine atoms at 6-position are observed in 6,8-dibromo-4-oxo-4H-chromene-3-carbaldehyde (Fig.3, top) . On the other hand, halogen bonding between the formyl oxygen atom and the bromine atom at 6-position is found in 6-bromo-4-oxo-4H-chromene-3-carbaldehyde (Fig.3, middle) . As part of our interest in these types of chemical bonding, we herein report the crystal structure of a monobrominated 3-formylchromone derivative 7-bromo-4-oxo-4H-chromene-3-carbaldehyde.
The objective of this study is to reveal whether a short contact is found for the bromine atom at 7-position. The mean deviation of the least-square planes for the non-hydrogen atoms is 0.0631 Å, and the largest deviation is 0.215 (3) Å for the formyl O3 atom (Fig. 1) . In the crystal, the molecules are linked through C-H···O hydrogen bonds between the translation-symmetry i and inversion-symmetry equivalents ii,iii to form tapes [i: x + 1, y + 1, z, ii: -x, -y + 1, -z + 1, iii: -x + 1, -y + 2, -z + 1], which are further assembled by stacking interactions [centroid-centroid distance between the pyran rings of the 4H-chromene units = 3.858 (3) Å], as shown in Fig. 2 . A short contact for the bromine atom at 7-position is not observed (Fig. 3 , bottom).
S2. Synthesis and crystallization
To a solution of 4-bromo-2-hydroxyacetophenone (4.7 mmol) in N,N-dimethylformamide (15 ml) was added drop-wise POCl 3 (11.6 mmol) at 0 °C. After the mixture was stirred for 14 h at room temperature, water (50 ml) was added. The precipitates were collected, washed with water, and dried in vacuo (yield: 84%). 
S3. Refinement
Crystal data, data collection and structure refinement details are summarized in Table 1 . The C(sp
Figure 1
The molecular structure of the title compound with displacement ellipsoids drawn at the 50% probability level. Hydrogen atoms are shown as small spheres of arbitrary radius. Figure 3
Sphere models of the crystal structures of 6,8-dibromo-4-oxo-4H-chromene-3-carbaldehyde (top, Ishikawa, 2014a), 6-bromo-4-oxo-4H-chromene-3-carbaldehyde (middle, Ishikawa, 2014b), and the title compound (bottom, this work).
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